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Table S1: Sequence of one letter code for all the inhibitors
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Figure S1: (a) RMSD for the critical amino acids in each inhibitor; (b) RMSD for the whole

inhibitors when they bind with the RBD of SARS-CoV-2. Numbering scale: 1-4 - inhibitors 1-4

with RBD; C - control system of PD from ACE2 and the RBD of SARS-CoV-2.

Figure S2: The interaction energies between the contact residues of inhibitors (or ACE2) and

SARS-CoV-2. Numbering scale: 1-4 - inhibitors 1-4 with RBD; C - control system of PD from

ACE2 and the RBD of SARS-CoV-2.
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